Quasiclassical trajectory and statistical quantum calculations for the C + OH → CO + H reaction on the first excited 1(2)A″ potential energy surface.
We report quasiclassical trajectory dynamical calculations for the C((3)P) + OH(X(2)Π) → CO(a(3)Π) + H((2)S) using a recently developed ab initio potential energy surface for the first electronic state of HCO of 1(2)A″ symmetry. The dependence of integral cross sections on the collision energy was determined. Product energy and angular distributions have also been calculated. Integral cross sections show no energy threshold and decrease as the collision energy increases. The comparison with results obtained from a statistical quantum method seems to confirm that the reaction is mainly dominated by an indirect mechanism in which a long-lived intermediate complex is involved.